Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.009 Å; R factor = 0.053; wR factor = 0.142; data-to-parameter ratio = 15.4.
There are two molecules in the asymmetric unit of the title compound, C 8 H 7 BrO 2 . In the crystal, they form independent chains propagating in [010] linked by O-HÁ Á ÁO hydrogen bonds.
Related literature
For medicinal background, see: Kumar et al. (1997) Table 1 Hydrogen-bond geometry (Å , ). Data collection: SMART (Bruker, 2001); cell refinement: SAINT-Plus (Bruker, 2001); data reduction: SAINT-Plus; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: PLATON (Spek, 2009); software used to prepare material for publication: PLATON. C(4)/C(5)/C(6) in (I) is an aromatic ring. In the structure, C(7)-O(1) [1.212 (7) Å] and C(15)-O(3) [1.203 (6) Å] is typical for a C==O double bond, whereas, the C(1)-O(2), and C(9)-O(4) bond distances are of 1.349 (7) and 1.355 (7) Å, respectively (Table 1) , indicating two obviously C-O single bonds.
In the crystal structure, these molecules are linked into infinite one-dimensional chains by intermolecular O-H···O hydrogen bonds running along [010] direction ( Fig. 2 , Table 1 ).
Experimental 4-Hydroxyacetophenone (10 g, 73.4 mmol) was dissolved in chloroform (50 ml) at 338 K. With stirring, concentrated sulfuric acid (3.80 ml, 1.84 g/ml) was added in the solution. After stirring for 10 min, bromine (3.9 ml, 76.1 mmol) was added in reaction solution. After 5 h, the solution was quenched with water (60 ml), the layers were separated and the aqueous layer was extracted with chloroform, the combined organic extracts were washed with saturated aqueous sodium bicarbonate solution (30 ml), dried (MgSO 4 ) and evaporated under reduced pressure to give the crude product. Then purification by short column chromatography (chloroform) and recrystallization from chloroform gave the compound (I) as orange blocks (12.79 g, 81%).
Refinement
H atoms were geometrically placed (C-H = 0.93-0.97Å, O-H = 0.82 Å) and refined as riding with U iso (H)=1.2U eq (C) 
